Prediction of chemical-protein binding activity using contrast graph patterns.
The problem of classifying chemical compounds is studied in this chapter. Compounds are represented as two-dimensional topological graphs of atoms (corresponding to nodes) and bonds (corresponding to edges). We use a method called contrast common pattern classifier (CCPC) to predict chemical-protein binding activity. This approach is strongly associated with the classical emerging patterns techniques known from decision tables. It uses two different types of structural patterns (subgraphs): contrast and common. Results show that the considered algorithm outperforms all other existing methods in terms of classification accuracy.